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: Replica temperatures in REMD simulation.
ESTIMATES OF SAMPLING ERROR
Estimates of the sampling error, where provided, were calculated by a block averaging approach. Each production MD simulation was 100 ns in length. For a given quantity (e.g. R g ), block averages of the quantity were computed over the first and second 50-ns halves of the simulation. The mean absolute deviation of the two block averages with respect to the total average was taken as the sampling error. Table S4 : Conformational relaxation time of Q 30 in water. In each set of simulations, the trajectories were unmixed (i.e., the configurational swaps were undone). For each unmixed trajectory, we calculated the structural RMSD autocorrelation function (RMSD calculation over all atoms of Q 30 and with respect to the initial configurations for production simulations) and fit it to a function of the form y = exp (−x/τ ). The values in the table are averaged over all replicas for each force field. Table S5 : Hydration free energies (in kJ/mol) of propionamide, the analog of the glutamine side chain; N-methylacetamide, an analog of the peptide backbone; zwitterionic glutamine; and neutral (uncharged) glutamine.
SUPERHEATING OF WATER

SOLVATION THERMODYNAMICS
